Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method
Title

Signal

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082021\

: VW021915.D
: 20 Aug 2021 15:24
: SY/MD
: M3458-10ME
: 6.82g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
: 14  Sample Multiplier: 1
Parameters: LSCINT.P
RTE
OFF Filtering:
1 Min Area:
0.2 Max Peaks:
: 0 Peak Location:

tion: 5

: TIC: VV@21915.D\data.ms
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0 % of largest Peak

100
TOP

max last PK peak corr. corr.
scan scan scan TY height area % max
75 81 106 rBV 115836 163000 11.64%
311 321 333 rBV 270662 384069 27.43%
393 396 399 rBv2 963 732 0.05%
577 580 582 rBV 421 323 0.02%
588 590 593 rBv2 396 205 0.01%
609 612 614 rBv4 687 523 0.04%
658 660 663 rvB2 330 187 0.01%
663 667 672 rVB2 360 309 0.02%
672 677 681 rBvV2 469 475 0.03%
722 730 731 rBV3 388 376 0.03%
797 802 805 rvv3 306 270  0.02%
877 887 946 rBvV2 80691 339623 24.25%
1013 1028 1056 rBV 202592 535178 38.22%
1118 1128 1131 rBV7 1236 1769 0.13%
1163 1165 1168 rvv2 454 210 0.01%
1170 1175 1176 rVwv2 446 241 0.02%
1207 1209 1213 rBvV2 452 339  0.02%
1223 1226 1228 rBV 386 248  0.02%
1228 1244 1285 rVV2 557365 1400378 100.00%
1329 1336 1338 rBV6 4045 5273 0.38%
1389 1390 1393 rBV 356 204 0.01%
1404 1408 1409 rBV3 327 191 0.01%
1409 1422 1460 rBV 452110 957854 68.40%
1501 1513 1531 rBV3 26620 58138  4.15%
1551 1564 1597 rVB 293019 634273 45.29%
1650 1654 1659 rBvV3 446 468 0.03%
1673 1677 1678 rBV 399 211 0.02%
1690 1696 1697 rBV2 457 349 0.02%
1703 1708 1711 rBV2 447 375 0.03%
1735 1740 1742 rBV4 1147 1023 0.07%
1771 1773 1774 rBV 362 197 0.01%
1784 1787 1791 rVB3 575 323 0.02%
1815 1818 1820 rBV 310 190 0.01%
1835 1850 1872 rBV 159086 308986 22.06%
1910 1913 1914 rBV 453 248  0.02%
1939 1952 1971 rBV 649094 1154313 82.43%
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: Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO81621WMA.M
: VOC Analysis




LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082021\
Data File : VV021915.D

Acqg On : 20 Aug 2021 15:24

Operator : SY/MD

Sample : M3458-10ME

Misc : 6.82g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO81621WMA.M
Title : VOC Analysis
37 7.625 2037 2048 2077 rBV 104337 205579 14.68%  1.833%
38 7.841 2113 2115 2118 rvv3 440 280 0.02% 0.002%
39 7.915 2134 2138 2141 rBV3 374 273 0.02% 0.002%
40 7.937 2141 2145 2146 rBV 398 241 0.02% 0.002%
41 7.992 2155 2162 2165 rBv4 597 756 0.05% 0.007%
42 8.104 2185 2197 2235 rVV2 285252 668084 47.71% 5.957%
43 8.432 2298 2299 2301 rBV 416 224 0.02% 0.002%
44  8.551 2334 2336 2339 rBvV2 514 371 0.03% 0.003%
45  8.603 2349 2352 2355 rVv3 541 393 0.03% 0.004%
46  8.641 2358 2364 2369 rBv4 639 617 ©0.04% 0.006%
47  8.677 2373 2375 2377 rBV 433 190 0.01% 0.002%
48 8.809 2412 2416 2417 rBV2 531 307 ©0.02% 0.003%
49 8.854 2418 2430 2463 rBV 676029 1178620 84.16% 10.509%
50 9.146 2514 2521 2522 rBv4 1556 1475 0.11% 0.013%
51 9.288 2561 2565 2567 rBv2 275 177 0.01% 0.002%
52 9.307 2567 2571 2574 rBV 292 255 0.02% 0.002%
53  9.400 2595 2600 2602 rBV2 440 394 0.03% 0.004%
54 9.468 2618 2621 2623 rBvV3 304 160 0.01% 0.001%
55 9.513 2633 2635 2639 rBV 383 226 0.02% 0.002%
56 9.554 2645 2648 2654 rv4 888 1074 ©0.08% 0.010%
57 9.590 2657 2659 2662 rvVv 627 301 0.02% 0.003%
58 9.603 2662 2663 2666 rvVB2 374 194 0.01% 0.002%
59 9.670 2681 2684 2686 rBV 301 198 0.01% 0.002%
60 9.715 2696 2698 2702 rVB 555 303 0.02% 0.003%
61 9.741 2702 2706 2710 rBV2 474 410 0.03% 0.004%
62 9.789 2717 2721 2725 rBV2 339 263 0.02% 0.002%
63 9.908 2748 2758 2771 rBv2 13014 20422 1.46% 0.182%
64 9.995 2783 2785 2787 rBV 463 195 0.01% 0.002%
65 10.008 2787 2789 2794 rVWV4 468 342  0.02% 0.003%
66 10.046 2797 2801 2804 rBV2 386 335 0.02% 0.003%
67 10.130 2816 2827 2835 rBV3 3479 6274 0.45% 0.056%
68 10.223 2835 2856 2879 rVV 451875 741116 52.92% 6.608%
69 10.429 2917 2920 2922 rBV 313 205 0.01% 0.002%
70 10.580 2959 2967 2983 rVB7 11270 19687 1.41% 0.176%
71 10.644 2983 2987 2992 rBV2 361 387 ©0.03% 0.003%
72 10.725 3010 3012 3016 rBV2 206 195 0.01% 0.002%
73 10.776 3025 3028 3032 rBV 439 305 0.02% 0.003%
74 10.828 3040 3044 3048 rBV4 532 433 0.03% 0.004%
75 10.921 3065 3073 3082 rBV6 4115 6371 0.45% 0.057%
76 11.037 3103 3109 3115 rBV3 884 1056 ©0.08% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082021\
Data File : VV021915.D

Acqg On : 20 Aug 2021 15:24

Operator : SY/MD

Sample : M3458-10ME

Misc : 6.82g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO81621WMA.M
Title : VOC Analysis

77 11.1e4 3128 3130 3133 rVB3 393 220 0.02% 0.002%
78 11.146 3133 3143 3147 rBV4 2193 2919 0.21% 0.026%
79 11.191 3152 3157 3164 rVB6 2253 2526 0.18% 0.023%

80 11.252 3165 3176 3200 rBV 795128 1220883 87.18% 10.886%

81 11.477 3242 3246 3251 rBvV4 818 716 0.05% 0.006%
82 11.535 3262 3264 3268 rBV3 454 262 0.02% 0.002%
83 11.628 3281 3293 3313 rBV 729527 1157180 82.63% 10.318%
84 11.931 3382 3387 3390 rBV2 421 408 0.03% 0.004%
85 11.998 3406 3408 3411 rVB 529 225 0.02% 0.002%
86 12.075 3429 3432 3434 rBV 472 291 0.02% 0.003%
87 12.214 3473 3475 3478 rBV 432 221 0.02% 0.002%
88 12.349 3514 3517 3519 rBV2 476 325 0.02% 0.003%
89 12.406 3532 3535 3540 rBV2 268 216 0.02% 0.002%
990 12.432 3540 3543 3546 rVB 478 283 0.02% 0.003%
91 12.558 3579 3582 3586 rBV3 360 307 0.902% 0.003%
92 12.757 3640 3644 3645 rBV2 433 341 0.02% 0.003%
93 12.828 3664 3666 3668 rBV2 495 263 0.02% 0.002%
94 12.889 3680 3685 3691 rVB5 1465 1943 0.14% 0.017%
95 12.966 3706 3709 3710 rBV 371 246 0.02% 0.002%
96 13.075 3738 3743 3744 rBV3 682 550 0.04% 0.005%
97 13.217 3784 3787 3789 rBV4 417 241 0.02% 0.002%
98 13.284 3806 3808 3811 rBV2 437 225 0.02% 0.002%
99 13.638 3915 3918 3920 rBV3 779 479 0.03% 0.004%
100 14.394 4145 4153 4164 rBV5 9335 14574 1.04% 0.130%
Sum of corrected areas: 11215603
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082021\
Data File : VV021915.D

Acqg On : 20 Aug 2021 15:24

Operator : SY/MD

Sample : M3458-10ME

Misc : 6.82g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV021915.D\data.ms

700000
600000 5.040
500000
400000
300000

200000

100000

N B31ERE3.388 3.619

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40

Abundance TIC: VV021915.D\data.ms

11.p52 11.628

700000 .
7.317 8.854
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100000 7625
o CEEMREEE|_7.19 /\ 7. REID 8.48 0
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Abundance TIC: VV021915.D\data.ms

700000
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012 APARAGES SEA ATBMB OIS TBA _13.638 14.394
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T ‘ T T ‘ T T ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082021\
Data File : VV021915.D

Acqg On : 20 Aug 2021 15:24

Operator : SY/MD

Sample : M3458-10ME

Misc : 6.82g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknown-01 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

5.905 3.03 ug/L 58138 1,4-Difluorobenzene 5.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloro-4-fluoropyridine 131 CS5H3C1FN 1000484-44-8 43
2 Ethane, 1,1,1,2-tetrachloro- 166 C2H2Cl4 000630-20-6 43
3 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 38
4 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 35
5 2-Chloro-5-methylthiazole 133 C4H4CINS 033342-65-3 27

Abundance Scan 1513 (5.905 min): VV021915.D\data.ms (-1501) (-) m/z 95.90 100.00%

95.9 132.9
5000 61.0
S
36.9‘ ‘ | 5.60 5.80 6.00 6.20
R m/z 132.98  97.09%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15851: 2-Chloro-4-fluoropyridine
96.0 131.0
5000 L LN B I R R
6.0 5.60 5.80 6.00 6.20
’ m/z 130.90 95.24%
51.0 ‘
O\\\\‘\\‘\\H‘\‘\‘H\’\H\“\\\ ’\\\\‘\\1‘\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #41604: Ethane, 1,1,1,2-tetrachloro-
131.0
R
5.60 5.80 6.00 6.20
5000 m/z 97.90 63.70%
95.0
63.0
0 2?‘.0\ Ll | i uﬂ ‘\ Al 168.0
e et W e PR
miz--> 20 40 60 80 100 120 140 160
Abundance #3039: Ethylene, 1,2-dichloro-, (Z)- “_““‘H““H““‘
61.0 96.0 5.60 5.80 6.00 6.20
m/z 61.00 41.59%
5000
26.0
(SR N PR "‘“‘H“JHH‘HH‘HH‘HH R A ARl
m/z--> 20 40 60 80 100 120 140 160 5.60 5.80 6.00 6.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082021\
Data File : VV021915.D

Acqg On : 20 Aug 2021 15:24

Operator : SY/MD

Sample : M3458-10ME

Misc : 6.82g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

unknown-01 5.905 3.0 ug/L 58138 1 5.613 957854 50.0
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